LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45104.D

Acqg On : 04 Oct 2021 18:18

Operator : SY/MD

Sample : M3974-07ME

Misc : 5.07g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@92321WMA.M
Title : VOC Analysis

Signal : TIC: VU@45104.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.469 32 40 68 rBV 50768 116301 1.79% 0.679%
2 1.597 73 80 95 rVvB 97255 141450 2.18% 0.826%
3 1.896 166 173 189 rBV 41458 68204 1.05% ©.398%
4 2.536 359 372 386 rBV 198281 350279 5.39%  2.045%
5 2.964 497 505 508 rBv2 542 661 ©0.01% 0.004%
6 3.038 519 528 537 rBv4 2385 4266 0.07% 0.025%
7 3.165 544 549 553 rBV2 224 278 0.00% 0.002%
8 3.182 564 573 588 rVB4 1325 3033 0.05% 0.018%
9 3.237 588 590 595 rBvV 254 250 0.00% 0.001%
106 3.343 612 623 639 rVB3 6731 14125 0.22% 0.082%
11 3.944 802 810 813 rBV2 185 308 0.00% 0.002%
12 4.514 981 987 994 rVB3 280 431 0.01% 0.003%
13  4.665 1013 1034 1084 rBV2 347474 1066883 16.43% 6.228%
14 5.067 1142 1159 1185 rBV 198897 483710 7.45%  2.824%
15 5.288 1224 1228 1229 rBV2 378 303 0.00% 0.002%
16 5.375 1249 1255 1262 rVB4 569 789 0.01% 0.005%
17 5.427 1267 1271 1275 rBV2 221 263 0.00% 0.002%
18 5.536 1300 1305 1311 rBV2 222 257 0.00% 0.002%
19 5.723 1342 1363 1393 rBV2 473513 1223544 18.85% 7.143%
20 5.906 1417 1420 1429 rVB3 313 460 0.01% 0.003%
21 5.983 1429 1444 1473 rBV4 8435 23015 ©0.35% 0.134%
22 6.160 1493 1499 1501 rBV 232 315 0.00% 0.002%
23 6.189 1501 1508 1512 rBv4 271 414 0.01% 0.002%
24  6.250 1512 1527 1556 rVV 373041 772461 11.90%  4.510%
25 6.375 1563 1566 1569 rVB2 351 252 0.00% 0.001%
26 6.542 1601 1618 1650 rBV 3341005 6492665 100.00% 37.903%
27 6.694 1652 1665 1691 rVB 271456 576366 8.88%  3.365%
28 6.874 1716 1721 1724 rBV 225 255 0.00% 0.001%
29 6.906 1728 1731 1735 rVB 306 241 0.00% 0.001%
30 7.050 1772 1776 1779 rBV3 293 329 0.01% 0.002%
31 7.195 1809 1821 1822 rBV3 2583 3394 0.05% 0.020%
32 7.349 1864 1869 1871 rBV 274 236 0.00% 0.001%
33 7.404 1880 1886 1889 rBvV2 215 263 0.00% 0.002%
34 7.571 1922 1938 1965 rBV 140061 279120 4.30% 1.629%
35 7.693 1969 1976 1986 rBvV3 1201 2277 0.04% 0.013%
36 7.800 2005 2009 2012 rBvV2 250 249 0.00% ©0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45104.D

Acqg On : 04 Oct 2021 18:18

Operator : SY/MD

Sample : M3974-07ME

Misc : 5.07g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@92321WMA.M
Title : VOC Analysis
37 7.816 2012 2014 2020 rVB 369 337 0.01% 0.002%
38 7.851 2020 2025 2026 rBvV2 248 250 0.00% 0.001%
39 7.902 2026 2041 2056 rBV 495355 910804 14.03% 5.317%
40 7.973 2057 2063 2076 rVB 12124 20286 0.31% 0.118%
41  8.185 2116 2129 2154 rBV3 83405 187208 2.88% 1.093%
42 8.472 2211 2218 2226 rVB2 483 841 0.01% 0.005%
43 8.555 2234 2244 2256 rBV3 20914 36222 0.56% 0.211%
44  8.671 2260 2280 2314 rBV 387049 849882 13.09% 4.962%
45 9.427 2500 2515 2535 rBvV 474502 958639 14.76% 5.596%
46 9.574 2553 2561 2572 rVB2 2822 4497 0.07% 0.026%
47  9.703 2592 2601 2612 rVB2 2576 4174 0.06% 0.024%
48 9.835 2635 2642 2649 rBvV2 262 436 0.01% 0.003%
49 10.111 2720 2728 2734 rBV 1226 1970 0.03% 0.012%
50 10.401 2814 2818 2822 rBV2 345 415 0.01% 0.002%
51 10.478 2840 2842 2845 rBV 326 265 0.00% 0.002%
52 10.536 2854 2860 2864 rBvV3 561 595 0.01% 0.003%
53 10.674 2894 2903 2911 rVB3 2735 3895 0.06% 0.023%
54 10.771 2919 2933 2953 rVB 437424 713241 10.99% 4.164%
55 10.867 2957 2963 2967 rBvV3 556 607 0.01% 0.004%
56 10.899 2970 2973 2984 rVB5 840 1339 0.02% 0.008%
57 11.012 3001 3008 3011 rvv3 310 433 0.01% 0.003%
58 11.028 3011 3013 3020 rvB2 447 437 0.01% 0.003%
59 11.118 3029 3041 3048 rBV6 1850 3252 0.05% 0.019%
60 11.243 3076 3080 3085 rBV2 256 265 0.00% 0.002%
61 11.298 3090 3097 3107 rVB3 393 594 0.01% 0.003%
62 11.417 3130 3134 3141 rBV4 772 1101 0.02% 0.006%
63 11.465 3141 3149 3150 rBv4 2316 2712 0.04% 0.016%
64 11.581 3176 3185 3189 rBV4 635 799 0.01% ©0.005%
65 11.652 3203 3207 3213 rVB3 498 591 0.01% 0.003%
66 11.700 3214 3222 3229 rBv4 1912 2868 0.04% 0.017%
67 11.822 3246 3260 3286 rVV 558568 884061 13.62% 5.161%
68 11.976 3304 3308 3319 rVB4 2282 3493 0.05% 0.020%
69 12.060 3330 3334 3337 rBV2 317 254 0.00% 0.001%
70 12.201 3358 3378 3393 rBV 523581 837979 12.91% 4.892%
71 12.301 3406 3409 3411 rBV2 390 252  0.00% 0.001%
72 12.330 3411 3418 3429 rVB3 2375 3725 0.06% 0.022%
73 12.394 3431 3438 3440 rBV3 901 1013 0.02% 0.006%
74 12.523 3474 3478 3480 rBV2 543 403 0.01% 0.002%
75 12.674 3519 3525 3529 rBV4 473 556 0.01% 0.003%
76 12.832 3571 3574 3578 rBV 231 255 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45104.D

Acqg On : 04 Oct 2021 18:18

Operator : SY/MD

Sample : M3974-07ME

Misc : 5.07g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@92321WMA.M
Title : VOC Analysis
77 12.902 3591 3596 3599 rVv2 280 263 0.00% 0.002%
78 13.137 3664 3669 3679 rBV5 649 1232 0.02% 0.007%
79 13.359 3732 3738 3742 rBV3 582 753 0.01% 0.004%
80 13.433 3754 3761 3769 rBV5 3056 4978 ©.08% 0.029%
81 13.590 3801 3810 3820 rVV4 3532 5254 0.08% 0.031%
82 13.668 3831 3834 3836 rBV3 420 284 0.00% 0.002%
83 13.713 3844 3848 3853 rBV3 374 337 0.01% 0.002%
84 13.889 3900 3903 3905 rBV2 464 312 0.00% 0.002%
85 14.005 3929 3939 3949 rBV5 2292 3685 0.06% 0.022%
86 14.092 3962 3966 3973 rBV3 1923 2187 ©0.03% 0.013%
87 14.195 3988 3998 4013 rVB6 3546 6265 ©0.10% 0.037%
88 14.272 4020 4022 4027 rVB3 804 617 ©0.01% 0.004%
89 14.378 4049 4055 4058 rBV4 753 991 0.02% 0.006%
90 14.455 4070 4079 4085 rVB3 5135 6808 0.10% 0.040%
91 14.481 4085 4087 4091 rBV2 521 382 0.01% 0.002%
92 14.523 4097 4100 4105 rVB4 1164 851 0.01% 0.005%
93 14.574 4113 4116 4122 rVB5 2442 2368 0.04% 0.014%
94 14.645 4131 4138 4140 rBV4 1437 1464 0.02% 0.009%
95 14.925 4223 4225 4228 rBV3 506 247 0.00% 0.001%
96 14.947 4228 4232 4233 rBV 855 638 0.01% 0.004%
97 15.214 4309 4315 4327 rVB7 4344 7948 0.12% 0.046%
98 15.404 4368 4374 4383 rBV5S 4517 6120 ©0.09% 0.036%
99 15.507 4401 4406 4408 rBV3 1333 1120 0.02% 0.007%
100 16.294 4645 4651 4660 rBV5 4282 5826 0.09% 0.034%
Sum of corrected areas: 17129523
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45104.D

Acqg On : 04 Oct 2021 18:18

Operator : SY/MD

Sample : M3974-07ME

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU045104.D\data.ms
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Abundance TIC: VU045104.D\data.ms
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Abundance TIC: VU045104.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45104.D

Acqg On : 04 Oct 2021 18:18

Operator : SY/MD

Sample : M3974-07ME

Misc : 5.07g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.469 7.53 ug/L 116301 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Aminomethanesulfonic acid 111 CHS5SNO3S 013881-91-9 9

Abundance  Scan 40 (1.469 min): VU045104.D\data.ms (-32) (-) m/z 63.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45104.D

Acqg On : 04 Oct 2021 18:18

Operator : SY/MD

Sample : M3974-07ME

Misc : 5.07g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

Sulfur dioxide 1.469 7.5 ug/L 116301 1 6.250 772461 50.0
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